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Development of an ADME prediction model
starting from the structural formulas of drugs

KawasHI YuicH! KWON YEONDAE? MIYAZAKI SATORU?

Abstract: So far, lead compounds have been found rapidly because of the introduction of high throughput
screening and combinatorial chemistry. By taking the optimization of pharmacological activity into account,
more efficient methods for drug design have been developed. However, the methods based on the optimization
of pharmacological activity tend to propose the compounds which have some problems with pharmacokinetic
properties such as absorption and metabolism and with the safety. If we could evaluate the pharmacokinetics
(ADME) and toxicity in silico, we can have possibility to accelerate the new drug development. In this study,
we build an ADME prediction model based on the chemical structure of drugs and pharmacokinetics. In this
predition model, we used structure-property parameters (descriptors) obtained from the structure of drugs
as explanatory variables and half-life in blood, which is an important pharmacokinetic paramter, as objective
variables.
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